Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.047; wR factor = 0.114; data-to-parameter ratio = 14.2.
Related literature
For the crystal structure of methyl 4-methyl-3,5-dioxo-1phenyl-2-oxaspiro[5.5]-4-carboxylate, see: Kirillov et al. (2010) and of trans-5,6-diphenylperhydropyran-2,4-dione, see: de Souza et al. (2009) . For the synthesis, see: Andersh et al. (2008) . For the biological activity of the title compound and its derivatives, see: Aguiar Amaral et al. (2005) ; Souza et al. (2004) ; Tait et al. (1997) ; Wang et al. (1999) . For a description of the Cambridge Structural Database, see: Allen (2002) . A geometry check was performed using Mogul, see: Bruno et al. (2004) . For puckering parameters, see: Cremer & Pople (1975 The title compound has a diverse array of biological effects, including reducing sensitivity to pain (Aguiar Amaral et al., 2005) and killing mollusks (Souza et al., 2004) . Derivatives of this compound have anti-fungal properties (Wang et al., 1999) and are effective HIV protease inhibitors (Tait et al., 1997) .
The molecular structure ( Fig. 1.) is the singular moiety in the asymmetric unit. A Mogul (Bruno et al., 2004) geometry check showed all non-H bond angles and distances to be normal. Ring puckering analysis of the dihydropyrandione ring using PLATON (Spek, 2009; Cremer & Pople, 1975) indicates Φ = 297.5 (2)° and θ = 84.76 (18)° for the O3-C1-C2-C3-C4-C5 ring. These parameters are consistent with a formal conformational assignment close to an idealized B C2,C5 boat with C2 at the bow and C5 at the stern. The plane of the phenyl ring attached to C5 may be described as a rudder canted 72.14 (5)° relative to the mean plane of the six core atoms of the heterocycle. The 106.6 (2)° C6-C5-O3 bond angle compared to the 112.8 (2)° C6-C5-C4 bond angle indicates a small steer to said rudder; however, whether it is to port or starboard depends upon which enantiomer is considered.
Based upon a CSD search (Allen, 2002), two structures containing similar lactone ring motifs have been reported in the crystallographic literature. These include the spiro compound methyl 4-methyl-3,5-dioxo-1-phenyl-2-oxaspiro[5.5]-4carboxylate with CSD refcode IRITIN (Kirillov et al., 2010) and trans-5,6-diphenylperhydropyran-2,4-dione with CSD refcode PONVAQ (de Souza et al., 2009) . In all three cases the pyran rings adopt the boat conformation.
Experimental
The title compound 6-(phenyl)-dihydro-2H-pyran-2,4-(3H)-dione, (also named 5-phenyl-3-oxo-delta-lactone), was prepared by the literature method (Andersh et al., 2008) . Benzaldehyde (2 mmol), ethanol (2 ml), ethylacetoacetate (2 mmol), and potassium carbonate (4 mmol) were heated overnight under nitrogen at 318 K. The solution was diluted with ethylacetate, treated with 1 M HCl, and the combined organic layer extracts were dried, filtered, concentrated, and purified by flash chromatography.
Crystals suitable for X-Ray analysis were grown by vapor diffusion of pentane into a concentrated solution of the lactone in dichloromethane.
Refinement
All non-H atoms were refined anisotropically. All H atoms were included in the refinement in the riding-model approximation (C-H = 0.95, 0.99, and 1.00 Å for Ar-H, CH 2 , and CH; U iso (H) = 1.2Ueq(C). Macrae et al., 2008) ; software used to prepare material for publication: WinGX (Farrugia, 2012), PLATON (Spek, 2009) and publCIF (Westrip, 2010).
Computing details

Figure 1
The molecular structure of the compound with the atomic numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
6-Phenyloxane-2,4-dione
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.15992 (11) 0.2655 (4) 0.22819 (11) 0.0198 (5) (14) −0.0021 (10) −0.0039 (10) 0.0030 (11) C11 0.0258 (11) 0.0179 (11) 0.0289 (13) −0.0008 (9) 0.0017 (10) −0.0029 (10) O1 0.0257 (8) 0.0159 (7) 0.0303 (9) −0.0028 (6) −0.0007 (7) −0.0015 (7) O2 0.0230 (8) 0.0158 (7) 0.0324 (9) −0.0014 (6) 0.0062 (7) 0.0014 (7) O3 0.0229 (7) 0.0152 (7) 0.0253 (9) −0.0048 (6) −0.0002 (6) 0.0004 (7) Geometric parameters (Å, º) 
